Quantitative structure-activity relationship prediction of blood-to-brain partitioning behavior using support vector machine.
In the present study a quantitative structure-activity relationship (QSAR) technique was developed to investigate the blood-to-brain barrier partitioning behavior (log BB) for various drugs and organic compounds. Important descriptors were selected by genetic algorithm-partial least square (GA-PLS) methods. Partial least squares (PLS) and support vector machine (SVM) methods were employed to construct linear and non-linear models, respectively. The results showed that, the log BB values calculated by SVM were in good agreement with the experimental data, and the performance of the SVM model was superior to the PLS model. The study provided a novel and effective method for predicting blood-to-brain barrier penetration of drugs, and disclosed that SVM can be used as a powerful chemometrics tool for QSAR studies.